ID Tox21_302887

Plate Batch3-SP116743 Well P1-I-14

File SP116743_1014.D

Inj Date: 7 Apr 12 9:56 am -

MF C6H6CIN MW 127.0

Expected Conc: 3.00 mM

*ELSD _ .
\ RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM]  Adj[CLN] #N
orm. 4
E 0.20 0.0 0.0 0.21 mM 1.0
96.25
06 0.22 0.0 0.0 0.51 mM 1.0
95.75 0.36 0.0 0.0 1.0
‘*CLI\‘ID 0.44 0.0 0.0 1.0
Norm. 0.78 Yes 0.0 100.0 1.71mM 1.7 mM 1.0
60 @ |
1 g i
50
N JJ\'M . JJL - !
T e e e
*UV 310 (220 to 400 nm) \Comment: Passed
Norm. 3 *MS+ 0.165:0.212 min *MS- 0.165:0.212 min
100 - | 5 Norm, - Max: 62307 Norm. ~ Max: 131373
505 | 5 804 o 80
E T S ] o
04— ‘ 605 | o 60
= ‘ 0l 0 oo 3 40-
20 S R] K 20~
0 ju‘ AN | u\l.ithlw LJ‘. [ 0 3 ‘ . . .
T T ‘ T T T ‘ T T ‘ T T ‘ T T
200 400 m/z 100 200 m/2
- o *MS+ 0.323:0.410 min *MS- 0.323:0.410 min
WPV PN PR g Norm. Max: 532773 Norm, - Max: 131035
80 80
Norm. ] 607 60
E 40— 7 403
1 20 20
200000 s . ol l LT o]
W B eV A A T T T T T T
e — 200 400 miz 200 m/z
+HCF¢T§}&EB#&IT1 *MS+ 0.410:0.529 min *MS- 0.410:0.529 min
Norm. 2 Norm, - Max: 373516 Norm, - Max: 137033
E ' 80— o 80
200000 N 60 R 60~
1000003 i 04| o 40—
OL . . . \} ‘ML“ L.l - 1 ‘\ | - & ‘ - \‘ 1 }‘ 1 \‘\ 1 ‘\ ‘\ ‘\ 207: 'é.i 207:
-EIC MSD2 126, EIC=125.7:126.7 (:l oé e oé‘ | ‘ ‘
g — : : — — :
'\éo(;;”é E 200 400 m/z 100 200 m/z
e *MS+ 0.744:0.857 min *MS- 0.744:0.857 min
0 : _
o] Norm. 4 © | Max: 125393 Norm, - Max: 144109
R 80 80
0053 ‘ ‘ ‘ ‘ 60 60
0 1 2 3 min E E
D 40— © 40 —
] <t ]
. . 20 < 20
2 MW Confirmed, Purity>90% ER B s P o] |
s : : — —
Pu b©hem 200 400 m/z 100 200 m/2

\ OpAns_Process.MAC Version A.01.10 - Dec 9, 2010

Page

1 of 1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213204

	structure: 
	viz: 
	pc: 
	gg: 


